LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030623\
Data File : BG@56851.D

Acqg On : 6 Mar 2023 21:33
Operator : CG/JU

Sample : 01712-16

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©22323.M
Title : SVOA CALIBRATION

Signal : TIC: BGO56851.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.254 118 122 127 rVB2 8606 12257 3.64% 0.286%
2 5.435 321 323 329 rVB3 6884 10757 3.20% 0.251%
3 7.538 675 681 692 rVB2 45608 82475 24.51%  1.924%
4 7.720 706 712 721 rBV 32160 54629 16.23% 1.275%
5 7.938 744 749 757 rVB 42924 73286 21.78% 1.710%
6 8.414 824 830 840 rVB 70742 121633 36.14% 2.838%
7 9.101 942 947 954 rBV2 37570 65902 19.58% 1.538%
8 9.242 966 971 977 rBV2 14143 24990 7.43% 0.583%
9 9.589 1024 1030 1037 rBV2 51457 84803 25.20% 1.979%
10 9.971 1092 1095 1098 rVB3 1213 1323 0.39% 0.031%
11 10.317 1148 1154 1163 rVB 41161 72187 21.45% 1.684%
12 10.382 1163 1165 1167 rBV 685 576 0.17% 0.013%
13 10.453 1170 1177 1183 rBV3 1809 4202 1.25% 0.098%
14 10.605 1201 1203 1206 rBV 664 710 0.21% 0.017%
15 10.752 1224 1228 1231 rBV2 827 938 0.28% 0.022%
16 10.858 1240 1246 1253 rVB2 58009 99886 29.68%  2.331%
17 11.163 1296 1298 1301 rBvV2 538 590 0.18% 0.014%
18 11.257 1306 1314 1322 rVB 105555 190101 56.49% 4.436%
19 11.375 1329 1334 1346 rVB2 17832 31313 9.30% 0.731%
20 11.757 1398 1399 1405 rVB3 843 1110 0.33% 0.026%
21 12.010 1440 1442 1448 rVB2 1282 2048 0.61% 0.048%
22 12.315 1491 1494 1497 rBv2 391 554 0.16% 0.013%
23 12.474 1519 1521 1525 rBV2 431 632 0.19% 0.015%
24 12.609 1540 1544 1547 rBV3 1235 1440 0.43% 0.034%
25 12.809 1574 1578 1580 rBvV2 1074 1237 ©.37% 0.029%
26 13.108 1626 1629 1632 rVB2 411 603 0.18% 0.014%
27 13.155 1632 1637 1638 rBvV2 523 554 0.16% 0.013%
28 13.214 1643 1647 1650 rBV 308 607 ©0.18% 0.014%
29 13.819 1745 1750 1753 rBv4 1695 2504 0.74% 0.058%
30 13.878 1756 1760 1761 rVB2 517 516 ©.15% 0.012%
31 13.943 1769 1771 1776 rVB2 476 600 0.18% 014%
32 14.007 1778 1782 1784 rBV 467 510 0.15% 012%

33 14.407 1844 1850 1856 rBV 110439 158560 47.12%
34 14.718 1896 1903 1910 rBV 122043 182986 54.38%
35 14.871 1925 1929 1935 rVB 14947 19236 5.72%

oOhPhwWOO
~
[
[S)
3%

36 15.024 1948 1955 1960 rVB 168826 269782 80.17%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030623\
Data File : BG@56851.D

Acqg On : 6 Mar 2023 21:33
Operator : CG/JU

Sample : 01712-16

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©22323.M
Title : SVOA CALIBRATION
37 15.176 1975 1981 1988 rBvV2 42532 67242 19.98% 1.569%
38 15.335 2004 2008 2012 rVB4 2046 3344 0.99% 0.078%
39 15.558 2045 2046 2049 rVB 815 555 0.16% 0.013%
40 15.717 2070 2073 2076 rBV 533 653 0.19% ©0.015%
41 15.811 2087 2089 2093 rVB2 1330 1633 0.49% 0.038%
42 15.999 2114 2121 2128 rW 155706 235417 69.96% 5.493%
43 16.105 2133 2139 2148 rVB 34917 52026 15.46% 1.214%
44 16.352 2175 2181 2187 rVB 42346 58667 17.43% 1.369%
45 16.422 2189 2193 2195 rBvV2 489 513 ©.15% 0.012%
46 16.510 2203 2208 2211 rBV3 4320 5573 1.66% 0.130%
47 16.545 2211 2214 2220 rVB5 5166 8486  2.52% 0©.198%
48 16.675 2231 2236 2240 rBV 10503 12510 3.72% 0.292%
49 16.739 2246 2247 2251 rVB2 738 615 0.18% 0.014%
50 16.798 2253 2257 2259 rVB 642 844 0.25% 0.020%
51 16.939 2278 2281 2286 rVB2 726 840 0.25% 0.020%
52 17.080 2302 2305 2310 rVB2 9149 12090 3.59% 0.282%
53 17.274 2334 2338 2343 rVB2 924 1541 0.46% 0.036%
54 17.339 2343 2349 2352 rBV 5762 7323 2.18% 0.171%
55 17.468 2368 2371 2374 rVB 935 948 0.28% 0.022%
56 17.550 2383 2385 2388 rVB 904 922 0.27% 0.022%
57 17.685 2406 2408 2412 rVB 757 560 0.17% 0.013%
58 17.756 2413 2420 2426 rVV 214299 317998 94.50% 7.420%
59 17.850 2429 2436 2446 rBVv2 153352 231024 68.65% 5.391%
60 17.950 2451 2453 2456 rBV 599 705 0.21% 0.016%
61 17.979 2456 2458 2461 rVB 707 782 0.23% 0.018%
62 18.038 2465 2468 2471 rVB2 1948 2096 0.62% 0.049%
63 18.126 2481 2483 2488 rVB2 733 1033 0.31% 0.024%
64 18.191 2488 2494 2497 rVB2 1011 1289 0.38% 0.030%
65 18.238 2499 2502 2504 rBV 859 825 0.25% 0.019%
66 18.332 2516 2518 2519 rBV 791 515 ©.15% 0.012%
67 18.384 2525 2527 2530 rVB 661 626 0.19% 0.015%
68 18.478 2540 2543 2544 rBV 788 665 0.20% 0.016%
69 18.490 2544 2545 2549 rwV 1298 1020 0.30% 0.024%
70 18.590 2558 2562 2568 rBV2 41040 59520 17.69% 1.389%
71 18.731 2584 2586 2590 rBV3 887 1243 0.37% 0.029%
72 18.807 2597 2599 2601 rVB2 944 685 0.20% 0.016%
73 18.872 2608 2610 2613 rBV2 902 840 0.25% 0.020%
74 18.960 2623 2625 2626 rBvV2 1315 1053 0.31% 0.025%
75 19.007 2630 2633 2636 rBvV2 5034 5074 1.51% 0.118%
76 19.054 2638 2641 2642 rBV2 646 701 0.21% 0.016%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030623\
Data File : BG@56851.D

Acqg On : 6 Mar 2023 21:33
Operator : CG/JU

Sample : 01712-16

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©22323.M

Title : SVOA CALIBRATION

77 19.107 2648 2650 2651 rBvV2 1384 1313 0.39% 0.031%
78 19.178 2659 2662 2669 rvB4 3751 4857 1.44% 0.113%
79 19.395 2695 2699 2703 rBv4 4083 5220 1.55% 0.122%
80 19.442 2705 2707 2710 rVB4 2183 2686 0.80% 0.063%
81 19.471 2710 2712 2713 rBV 1063 979 0.29% 0.023%
82 19.571 2727 2729 2730 rBV 1966 1113 0.33% 0.026%
83 19.595 2731 2733 2734 rBV 2277 1505 0.45% 0.035%
84 19.842 2772 2775 2785 rBV5 12290 17663 5.07% ©.398%
85 19.953 2792 2794 2797 rBV4 2297 1901 ©.56% 0.044%
86 19.983 2797 2799 2802 rBvV3 2197 2456 0.73% 0.057%
87 20.112 2815 2821 2828 rVB 86298 124271 36.93%  2.900%
88 20.535 2889 2893 2896 rBvV2 9672 12700 3.77% 0.296%
89 20.588 2900 2902 2906 rVB3 6976 7360 2.19% 0.172%
90 21.023 2974 2976 2978 rBV3 4245 4766 1.42% 0.111%
91 21.058 2980 2982 2985 rVB 9648 12300 3.66% 0.287%
92 21.645 3077 3082 3090 rVB 125376 199998 59.43% 4.667%
93 22.062 3146 3153 3165 rVB 198030 336521 100.00%  7.852%
94 22.280 3185 3190 3198 rVWV 78382 129144 38.38% 3.013%
95 22.356 3198 3203 3209 rVW 117779 190043 56.47%  4.434%
96 22.421 3209 3214 3217 rVVvV2 37898 62819 18.67% 1.466%
97 22.456 3218 3220 3232 rVB4 42800 74868 22.25% 1.747%
98 23.108 3327 3331 3336 rVB7 13631 25701 7.64% 0.600%
99 25.335 3705 3710 3720 rVB4 19222 54947 16.33% 1.282%
100 25.588 3743 3753 3765 rVB 108661 335022 99.55% 7.817%

Sum of corrected areas: 4285586

SFAM-EPA-BGO22323.M Tue Mar 07 12:21:32 2023 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030623\
Data File : BG@56851.D

Acq On : 6 Mar 2023 21:33
Operator : CG/JU

Sample : 01712-16

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG056851.D\data.ms
200000
150000
11.257
100000
8.414
50000 7.5387 938
7.720
4.254 5.435
0 801 11.767.0101218 7P BOBRIT
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 400 450 5.00 550 6.00 650 7.00 7.50 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG056851.D\data.ms
17.756 22.062
200000
15.024
15.999 17.850
22.356
14.718
14.407
100000 20.112 22.280
50000 15.176 f6%352
.87
0 1m7 . dXX . B Ny Sait e “ G
P T T T T T T T T e T e e T T P A B T T B B S e o A A
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG056851.D\data.ms
200000
150000
25.588
100000
50000
3.108 25.33
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030623\
Data File : BG@56851.D

Acq On : 6 Mar 2023 21:33
Operator : CG/JU

Sample : 01712-16

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.254 2.02 ng/ul 12257 1,4-Dichlorobenzene-d4 8.420

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 2-bromo-4-methyl- 164 C6H13Br 030310-22-6 39
2 2-(Chloromethyl)tetrahydropyran 134 C6H11Cl0 018420-41-2 36
3 1-Propene, 3-(ethenyloxy)- 84 C5H80 003917-15-5 9
4 2-Pyrrolidinone 85 C4H7NO 000616-45-5 9
5 2-Pyrrolidinone 85 C4H7NO 000616-45-5 9

Abundance Scan 122 (4.254 min): BG056851.D\data.ms (-118) (-) m/z 85.00 100.00%

41.0 83.0
5000
60.0 ;
R e N OE
‘ ‘ 4.00 4.20 4.40 4.60
o m/z 41.60 86.06%
m/z--> 20 40 60 80 100 120 140 160
Abundance #40003: Pentane, 2-bromo-4-methyl-
43.0
85.0
5000 \\\\‘\A\\\‘\\\\/\‘\\\\‘\\\
4.00 4.20 4.40 4.60
m/z 43.10 51.25%
15.0
O\ T \‘\ ‘ \”\‘\ \‘ ‘1 T \“}"6\7\0\\ ‘ 1‘\ T \]‘_9?.\0\ ‘ L ‘ L \]-‘6\4.\()\
miz--> 20 40 60 80 100 120 140 160
Abundance #17299: 2-(Chloromethyl)tetrahydropyran [\
85.0
410 L L L L L I LA B
4.00 4.20 4.40 4.60
5000 m/z 39.00 31.32%
67.0
ol ‘1‘5;?“\“‘ m MM, ‘ STV N 2 B
m/z--> 20 40 60 80 100 120 140 160
Abundance #1625: 1-Propene, 3-(ethenyloxy)- T RREEEEEE
41.0 4.00 4.20 4.40 4.60
m/z 60.00 27.28%
5000
84.0
m/z--> 20 40 60 80 100 120 140 160 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030623\
Data File : BG@56851.D

Acq On : 6 Mar 2023 21:33
Operator : CG/JU

Sample : 01712-16

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Acetophe none Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.242 4.11 ng/ul 24990 1,4-Dichlorobenzene-d4 8.420

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acetophenone 120 C8H80 000098-86-2 91
2 Acetophenone 120 C8H80 000098-86-2 86
3 Acetophenone 120 C8H80 000098-86-2 83
4 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 83
5 N-cyanobenzamide 146 C8H6N20 015150-25-1 83
Abundance Scan 971 (9.242 min): BG056851.D\data.ms (-966) (-) m/z 105.00 100.00%
77.0 105.0
5000
51.0 m
120.0 A RARas R
M “ 9.00 9.20 9.40 9.60
Obrrererrrrepre bt Wl miz 77,00 83.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10646: Acetophenone
77.0 105.0
5000 51.0 HH‘HHMHMMH‘H\
: 1200 9.00 9.20 9.40 9.60
m/z 51.00 27.59%
OH‘HH‘\H‘\‘HSE(‘O}H\‘!}\H‘Gﬁ‘.\o\‘\ml‘H\g\%\.(\)\\‘\\l\‘\\\\“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10649: Acetophenone
105.0
77.0 “ﬂ“
9.00 9.20 9.40 9.60
5000 m/z 40.00 21.63%
51.0 120.0
ol 150 380 | 640 | 910 | |
T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10645: Acetophenone A RERamE R
77.0 105.0 9.00 9.20 9.40 9.60
m/z 120.00 16.81%
5000 51.0
120.0
O 20 880 SKO L
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030623\
Data File : BG@56851.D

Acq On : 6 Mar 2023 21:33
Operator : CG/JU

Sample : 01712-16

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.352 4.35 ng/ul 58667  Acenaphthene-die 15.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 93
3 Benzophenone 182 C13H1e0 000119-61-9 91
4 Benzophenone 182 C13H100 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2181 (16.352 min): BG056851.D\data.ms (-2175) (- | m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
— e
16.00 16.50
151.9
Ol A2EE T myz 77.00 77.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 = e
16.00 16.50
510 m/z 182.00  61.31%
oLzmo 1260 1520 |
\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
— ——
770 182.0 16.00 16.50
5000 ' ' m/z 51.00 30.29%
51.0
3 SN NSO W 1 M o
m/z--> 20 40 60 80 100 120 140 160 180 ﬂ
Abundance #56926: Benzophenone i —
105.0 16.00 16.50
m/z 181.00 9.96%
5000 77.0 1820
51.0
ol 270 | L 1260 1520 |
e R L B e L — ——
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030623\
Data File : BG@56851.D

Acq On : 6 Mar 2023 21:33
Operator : CG/JU

Sample : 01712-16

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.590 3.74 ng/ul 59520  Phenanthrene-die 17.756
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64

Abundance Scan 2562 (18.590 min): BG056851.D\data.ms (-2558) (- | m/z 73.00 100.00%

73.0
43.1
5000 129.0 213.1
171.0 TS S ‘/lf\f\‘rw/‘\lt/\»f‘\ml

‘ “mmlo | ‘ ‘ 256.2 18.50
obrerrere LML Lk L L nyz ee.ee  96.10%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 w e

1850
43.10  79.29%

’ 157.0185.0 213.0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0

18.50
5000 129.0 41.00  70.37%
185.0
228.0
150\‘ L] HH’\ [157.0 \
o0 Il il Lk H“uu‘m_m_‘H‘HH_ww_ww_
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92070: Tridecanoic acid
73.0 18.50

m/z 57.10  65.97%

43.0
5000
129.0
1710 2140
101.0 ‘ ‘
:!-5\0‘\‘ Il u \‘ u“ uhh (ﬁ“ mL 1 | i LAk ‘n Mm

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030623\
Data File : BG@56851.D

Acq On : 6 Mar 2023 21:33
Operator : CG/JU

Sample : 01712-16

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 5 Cyclohexane, 1,3,5-triphenyl-  Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.645 11.89 ng/ul 199998  Chrysene-d12 22.063
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,3,5-triphenyl- 312 C24H24 028336-57-4 86
2 2-Propenoic acid, 3-[(phenylmeth... 194 C1@H1002S 913831-01-1 22
3 Nialamide, 1TMS derivative 370 C19H26N402Si 1000485-79-3 22
4 Carbonic acid, monoamide, N-benz... 207 C12H17NO2 1000451-48-5 12
5 N-[4-(Benzyloxy)-2-nitrophenyl]a... 286 C15H14N204 026697-34-7 10

Abundance Scan 3082 (21.645 min): BG056851.D\data.ms (-3077) (- | m/z 91.00 100.00%
91.0
5000 A\
e —
51 1654 207.1 21.50 22.00
ol SR, 1651 L2970 7 116,95  22.09%
m/z--> 50 100 150 200 250 300 350
Abundance #215136: Cyclohexane, 1,3,5-triphenyl-
91.0
5000 U ey
21.50 22.00
207.05 12.95%
207.0
0 5\170\ | 1 ‘390 \‘ ‘\ 254.0 3120
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #68374: 2-Propenoic acid, 3-[(phenylmethyl)thio]-, (E)-
91.0
21 50 22 00
5000 m/z 194.10 11.37%
194.0
L 30| | im0,
ety SR
m/z--> 50 100 150 200 250 300 350 /\
Abundance #278838: Nialamide, 1TMS derivative —i— iy
91.0 21.50 22.00
44.0 115.00 10.27%
177.0
5000
1320 222.0
o ORI ™I Y
m/z--> 50 100 150 200 250 300 350 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030623\
Data File : BG@56851.D

Acq On 6 Mar 2023 21:33

Operator : CG/JU

Sample : 01712-16

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 6 (2,3-Diphenylcyclopropyl)me... Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
22280 7.68 ng/ul 129144 Chryseme-d12 22.063
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (2,3-Diphenylcyclopropyl)methyl ... 332 C22H2005 131758-71-9 78

2 Methadone N-oxide

325 C21H27N02

3 1-Propene, 3-(2-cyclopentenyl)-2... 274 C21H22

1000120-80-7 59
1010154-23-3 59

4 1H-Indole, 2-methyl-3-phenyl- 207 C15H13N 004757-69-1 53
5 1H-Indole, 5-methyl-2-phenyl- 207 C15H13N 013228-36-9 49
Abundance Scan 3190 (22.280 min): BG056851.D\data.ms (-3185) (- | m/z 91.00 100.00%
91.0
207.1
129.0
5000
510 164. 22.00 22.50
[(p— m““‘ | ““u“uu ekt | Moo 2690 oz 207.05  75.49%
miz--> 50 100 150 200 250 300
Abundance #239592: (2,3-Diphenylcyclopropyl)methyl phenyl sulfoxic
91.0 129.0
5000
2200 2250
207.0 m/z 129.00  64.66%
O T T ‘\5]‘1.(\)‘\ “\ . “ ‘L‘\ “! T ‘].6\\":_)\ ‘\ “ i “\ L T ‘ T L T ‘3]\-6\.(\) T
miz--> 50 100 150 200 250 300
Abundance #230578: Methadone N-oxide
129.0 207.0
720 2200 2250
5000 ITI/Z 206.10 34.86%
‘ ‘ ‘ ‘ 277.0
oY I ‘M P N S
miz--> 50 100 150 200 250 300
Abundance #166430: 1-Propene, 3-(2-cyclopentenyl)-2-methyl-1,1-di b ——
207.0 22.00 22.50
m/z 105.10 27.46%
129.0
5000 91.0
41.0 165.0 274.0
N VP D SR Tt 00 ANt
m/z--> 50 100 150 200 250 300 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030623\
Data File : BG@56851.D

Acq On : 6 Mar 2023 21:33
Operator : CG/JU

Sample : 01712-16

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Methadone N-oxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.356  11.29 ng/ul 190043  Chrysene-d12 22.063
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methadone N-oxide 325 C21H27N02 1000120-80-7 59
2 1-Propene, 3-(2-cyclopentenyl)-2... 274 C21H22 1010154-23-3 59
3 1H-Indole, 2-methyl-3-phenyl- 207 C15H13N 004757-69-1 49
4 2-(4-Methylphenyl)-1H-indole 207 C15H13N 055577-25-8 49
5 5-Methyl-2-phenylindolizine 207 C15H13N 036944-99-7 46

Abundance Scan 3203 (22.356 min): BG056851.D\data.ms (-3198) (- | m/z 90.95 100.00%

91.0 207.1
129.0
5000

178.1
‘ 22. 00 22 50

51.0 ‘ ‘
‘HH‘HM_MWhmwﬁuhﬂ‘wumw‘uﬂW Moo 2920 0 mjz 207.05  82.94%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #230578: Methadone N-oxide
129.0 207.0
72.0

o

5000
22. 00 22 50
m/z 129.00 68.67%
42.0 178.0 ‘ 277.0
O ‘\\HN\\‘HM\\‘H“\\‘}\“\‘\\‘\‘\“\\‘\\}\‘\M\\\hi\\‘H‘\‘\\\\‘\\\\‘\\\\‘\\\}“\\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #166430: 1-Propene, 3-(2-cyclopentenyl)-2-methyl-1,1-di
207.0
1290 22.00 2250
m/z 206.10 30.16%
5000 91.0
41.0 178.0
N AT S O <1 Yo
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84029: 1H-Indole, 2-methyl-3-phenyl-
207.0 22. 00 22 50

m/z 105.00  28.17%

5000
130.0
30.0 77.0 ‘ 178.0 H
o) PV NN NN ASURPROY N SPNY | B
MUV MV S

m/z--> 20 40 60 80 100120140160180200220240260280 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030623\
Data File : BG@56851.D

Acq On : 6 Mar 2023 21:33
Operator : CG/JU

Sample : 01712-16

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 8 2-(4-Methylphenyl)-1H-indole Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
22.421 3.73 ng/ul 62819  Chrysene-d12 22.063
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-(4-Methylphenyl)-1H-indole 207 C15H13N 055577-25-8 58
2 5-Methyl-2-phenylindolizine 207 C15H13N 036944-99-7 49
3 1H-Indole, 1-methyl-2-phenyl- 207 C15H13N 003558-24-5 49
4 4-Methyl-3-phenyl-1H-indole 207 C15H13N 180271-54-9 49
5 1-(3-Chlorophenyl)-3-methyl-1H-p... 207 C10H10CIN3 040401-41-0 46

Abundance Scan 3214 (22.421 min): BG056851.D\data.ms (-3209) (- | m/z 91.00 100.00%

91.0 207.1
129.0
5000
178.0 —
0 1L \‘ | \‘\ L e 2 2
o,‘kuhwu‘wmuuuu‘mmuwh_m:‘WM“quuqm‘wuupu‘ m/z 207.05  95.52%
m/z--> 20 40 60 80 100120140160 180200220 240260280
Abundance #84024: 2-(4-Methylphenyl)-1H-indole
207.0
5000 U

22.50
m/z 129.00 70.10%

89.0 178.0
0!‘?%9”\“”WJhN””M%ﬁaﬂ‘M”N‘NWM‘W””!””N‘”N”
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84022: 5-Methyl-2-phenylindolizine
207.0
2550
5000 m/z 206.10 34.89%

28.0 77.0 130.0 1780

=

O hrebrdrder skttt e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84032: 1H-Indole, 1-methyl-2-phenyl- /\‘ ‘ o
207.0 22.50

m/z 127.95  27.62%

5000

s70 630 1040 165.0

R | 1l s | A
e e e e e e e T T E—

m/z--> 20 40 60 80 100120140160180200220240260280 22.50

=

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030623\
Data File : BG@56851.D

Acq On 6 Mar 2023 21:33

Operator : CG/JU

Sample : 01712-16

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
. SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 9 unknown-02 Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
22.456 4.45 ng/ul 74868  Chrysene-d12 22.063
Hit# of 5 Tentative ID MW MolForm CAS# Qual

2-Ethylacridine

1-Methyl-3-phenylindole

207

Indole-2-one, 2,3-dihydro-N-hydr... 207
3-(4-Nitrophenyl)-4H-1,2,4-oxadi... 207

1
2
3 benzeneacetaldehyde, .alpha.-(me... 207
4
5

C15H13N
C15H13N
C10H9NO4
C11H13NO3
C8H5N304

055751-83-2 38
030020-98-5 38
1000396-10-6 38
1010129-52-1 35
019932-97-9 27

Abundance Scan 3220 (22.456 min): BG056851.D\data.ms (-3218) (- | m/z 91.00 100.00%
91.0
207.1
129.0
5000
178.0 L
09 L Ll
oL : \‘W‘W%”WW\‘\M JWWW\WEMﬂW : e it m/z 207.10 80.19%
miz--> 50 100 150 200 250
Abundance #84007: 2-Ethylacridine
207.0
5000 T
22.50
m/z 129.00 59.95%
96.0
O ‘6%'0\”‘\ ”\‘i‘ ‘1‘26‘0‘} “‘1\6“?5‘)‘\ M ‘h“\ L B B B B
miz--> 50 100 150 200 250
Abundance #84010: 1-Methyl-3-phenylindole
207.0
e
22.50
5000 ITI/Z 128.00 26.33%
103.0 >0
oL 270 830 I . “ - ‘H e
miz--> 50 100 150 200 250
Abundance #83502: benzeneacetaldehyde, .alpha.-(methoxymethyle b R
207.0 22.50
m/z 105.00 20.57%
5000
28.0 89.0 147.0
oL, m‘w;%7ﬂ%uﬂw —
miz--> 50 100 150 200 250 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030623\
Data File : BG@56851.D

Acqg On : 6 Mar 2023 21:33
Operator : CG/JU

Sample : 01712-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown-01 4.254 2.0 ng/ul 12257 1 8.420 121633 20.0
Acetophe none 9.242 4.1 ng/ul 24990 1 8.420 121633 20.0
Benzophenone 16.352 4.3 ng/ul 58667 3 15.024 269782 20.0
n-Hexadecanoic ... 18.590 3.7 ng/ul 59520 4 17.756 317998 20.0
Cyclohexane, 1,... 21.645 11.9 ng/ul 199998 5 22.063 336521 20.0
(2,3-Diphenylcy... 22.280 7.7 ng/ul 129144 5 22.063 336521 20.0
Methadone N-oxide 22.356 11.3 ng/ul 190043 5 22.063 336521 20.0
2-(4-Methylphen... 22.421 3.7 ng/ul 62819 5 22.063 336521 20.0
unknown-02 22.456 4.5 ng/ul 74868 5 22.063 336521 20.0
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